The triazoloquinazole fused-ring system of the title compound, C 10 H 7 ClN 4 O 2 S, is essentially planar (r.m.s. deviation = 0.009 Å ). In the methylsulfonyl substituent, the two S-O bonds are of equal length [1.402 (2) Å ]. In the crystal, adjacent molecules interact weakly through ClÁ Á ÁN contacts [ca 3.197 (2) Å ].
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Comment
In this study, 2-(methylsulfanyl)-[1,2,4]triazolo[1,5-a]quinazolin-5-one (Al-Salahi & Geffken, 2011) was first treated with phosphorus oxychloride to yield the chlorinated compound, whose sulfur linkage was then oxidized by hydrogen peroxide. Chlorination took place at the carbon atom bearing the ketonic oxygen in the title compound (Scheme I). The triazoloquinazole fused-ring system is planar; in the methanesulfonyl substitutent, the two S-O bonds are of equal length (1.402 (2) Å). Adjacent molecules interact weakly through Cl···N contacts (ca. 3.20 Å).
Experimental
Under ice-cold conditions, 2-hydrazinobenzoic acid (10 mmol, 1.52 g) was added to a solution of dimethyl N-cyanodithioimidocarbonate (10 mmol, 1.46 g) in ethanol (20 ml). Triethylamine (30 mmol, 3.03 g) was added. The reaction mixture was stirred overnight at room temperature. Concentrated hydrochloric acid was added; the acidified mixture for heated for an hour. The mixture was poured into ice water; the solid that formed was collected and recrystallized from ethanol to give colorless crystals of 2-(methylsulfanyl)-[1,2,4]triazolo[1,5-a]quinazolin-5-one. The procedure was that reported earlier (Al-Salahi & Geffken, 2011).
The above compound (1 mmol, 0.232 g) was heated with phosphorus oxychloride (1 ml) in benzene (10 ml) for 2 h. The solvent was evaporated and the residue was treated with saturated potassium carbonate to give the chlorinated [1,2,4]triazoloquinazoline.
To the boiling mixture of chlorinated [1,2,4]triazoloquinazoline (1 mmol, 0.25 g) in glacial acetic acid (5 ml) was added hydrogen peroxide. Colorless crystals of the oxidized product were obtained when the solution was allowed to cool.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H 0.93 to 0.96 Å, U iso (H) 1.2 to 1.5U eq (C)] and were included in the refinement in the riding model approximation.
Computing details
Data collection: CrysAlis PRO (Agilent, 2012) ; cell refinement: CrysAlis PRO (Agilent, 2012) ; data reduction: CrysAlis PRO (Agilent, 2012); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010 Anisotropic displacement ellipsoid plot (Barbour, 2001) of C 10 H 7 ClN 4 O 2 S at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.27 e Å −3 Δρ min = −0.40 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.0033 (6) Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
5-Chloro-2-methylsulfonyl-1,2,4-triazolo[1,5-a]quinazoline
x y z U iso */U eq Cl1 0.45911 (4) 0.43675 (5) 0.75576 (7) 0.05379 (19) (7) −0.0011 (7) C1 0.0319 (8) 0.0437 (10) 0.0497 (10) 0.0000 (7) 0.0126 (7) 0.0031 (8) C2 0.0352 (8) 0.0378 (9) 0.0435 (9) −0.0012 (7) 0.0088 (7) 0.0013 (7) 0.0418 (9) 0.0392 (9) 0.0512 (10) 0.0004 (7) 0.0165 (8) −0.0006 (7) C7 0.0361 (8) 0.0349 (9) 0.0396 (9) 0.0000 (6) 0.0082 (7) 0.0005 (7) C8 0.0358 (8) 0.0372 (9) 0.0475 (10) 0.0026 (7) 0.0140 (7) −0.0007 (7) C9 0.0422 (9) 0.0357 (9) 0.0480 (10) −0.0018 (7) 0.0176 (8) −0.0005 (7) C10 0.0859 (18) 0.0761 (17) 0.0471 (12) −0.0406 (14) 0.0070 (11) 0.0010 (11) Geometric parameters (Å, º)
Cl1-C1 1.7288 (19) C2-C3 1.406 (3) S1-O1 1.402 (2) C2-C7 1.408 (2) S1-O2 1.402 (2) C3-C4 1.371 (3) S1-C10 1.737 (2) C3-H3A 0.9300 S1-C9 O1-S1-O2 115.62 (17) C5-C4-H4 119.5 O1-S1-C10 109.07 (14) C6-C5-C4 121.05 (19) O2-S1-C10 112.43 (17) C6-C5-H5 119.5 O1-S1-C9 108.29 (11) C4-C5-H5 119.5 O2-S1-C9 107.48 (11) C5-C6-C7 118.07 (18) C10-S1-C9 103.11 (10 C4-C3-H3A 120.1 S1-C10-H10C 109.5 C2-C3-H3A 120.1 H10A-C10-H10C 109.5 C3-C4-C5 120.94 (19) H10B-C10-H10C 109.5 C3-C4-H4 119.5
C8-N2-N3-C9 −0.9 (2) C3-C2-C7-C6 0.0 (3) C7-N2-N3-C9 179.96 (17) C1-C2-C7-C6 −179.65 (17) C8-N1-C1-C2 −0.6 (3) C9-N4-C8-N2 −0.5 (2) C8-N1-C1-Cl1 179.85 (14) C9-N4-C8-N1 179.41 (19) N1-C1-C2-C3 −179.0 (2) N3-N2-C8-N4 0.9 (2) Cl1-C1-C2-C3 0.5 (3) C7-N2-C8-N4 −179.93 (17) N1-C1-C2-C7 0.7 (3) N3-N2-C8-N1 −178.95 (16) Cl1-C1-C2-C7 −179.81 (13) C7-N2-C8-N1 0.2 (3) C7-C2-C3-C4 0.0 (3) C1-N1-C8-N4 −179.7 (2) C1-C2-C3-C4 179.63 (19) C1-N1-C8-N2 0.2 (3) C2-C3-C4-C5 −0.2 (3) N2-N3-C9-N4 0.7 (2) C3-C4-C5-C6 0.4 (3) N2-N3-C9-S1 −177.85 (13) C4-C5-C6-C7 −0.3 (3) C8-N4-C9-N3 −0.2 (2) N3-N2-C7-C6 −1.7 (3) C8-N4-C9-S1 178.32 (15) C8-N2-C7-C6 179.27 (18) O1-S1-C9-N3 122.07 (19) N3-N2-C7-C2 178.86 (16) O2-S1-C9-N3 −3.5 (2) C8-N2-C7-C2 −0.1 (3) C10-S1-C9-N3 −122.44 (19) C5-C6-C7-N2 −179.21 (19) O1-S1-C9-N4 −56.4 (2) C5-C6-C7-C2 0.2 (3) O2-S1-C9-N4 178.1 (2) C3-C2-C7-N2 179.43 (17) C10-S1-C9-N4 59.1 (2) C1-C2-C7-N2 −0.2 (2)
